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Study on the active components groups of BUSHENZHUANGJIN decoction for osteoarthritis by molecular
docking method ZHENG Chun-song ™ ,YE Hong-zhi,Ll Xi—hai,XU Hui-feng , WU Guang-wen ,LIU Xian—xiang.
* Academy of Integrated Traditional Chinese Medicine with Western Medicine of Fujian University of Traditional Chinese
Medicine , Fuzhou 350108 , Fujian , China

ABSTRACT Objective:To find out the active components of BUSHENZHUANG]JIN decoction and explore its mechanism of action on os-
teoarthritis for the purpose of treatments of osteoarthritis in clinical and modern development of traditional Chinese medicine. Methods ; The
compounds contained in BUSHENZHUANGJIN decoction were chosen as objects of study. The molecular formulas of these compounds were
collected from Traditional Chinese medicines: molecular structures ,natural sources ,and applications and Chinese Herbal Medicine Database
of Beijing University. Two hundred and fifty molecular formulas were collected totally. Interleukin — 13 (IL — 1B) , tumor necrosis factor — a
(TNF - ) , cyclooxygenase —2( COX -2 ) and inducible nitric oxide synthase (iNOS) were chosen as targets. Molecular docking was pro-
cessed using Discovery Studio 2. 0 software. The level of matching between the ingredients of BUSHENZHUANGJIN decoction and target
protein was observed according to DOCKSCORE as evaluation indicators. Results : Every one of 25 kinds of chemical compound contained in
BUSHENZHUANGIJIN decoction could produce depressive effect on 2 or 3 kinds of target protein at the same time, and every one of 10
kinds of chemical compound contained in BUSHENZHUANGJIN decoction could produce depressive effect on one kind of target protein.
Conclusion: In the treatment of osteoarthritis, the pharmacodyamic material basis of BUSHENZHUANGJIN decoction is the active compo-
nents groups,and BUSHENZHUANG]JIN decoction has multi-target effect.

Key words Osteoarthritis ; Drugs, Chinese herbal ; Pharmacology ( TCD ) ; Molecular mechanisms of pharmacological action; BUSHENZ-
HUANGJIN decoction
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